Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.004 Å; R factor = 0.043; wR factor = 0.144; data-to-parameter ratio = 14.3.
In the 4-nitrobenzene sulfonate anion of the title compound, C 2 H 4 N 3 + ÁC 6 H 4 NO 5 S À ÁH 2 O, the nitro group is slightly twisted from the plane of the benzene ring [dihedral angle = 2.8 (3) ]. In the crystal, the three components are linked via N-HÁ Á ÁO, O-HÁ Á ÁN, O-HÁ Á ÁO and C-HÁ Á ÁO hydrogen bonds, forming a two-dimensional network parallel to the bc plane. A short intermolecular OÁ Á ÁN contact of 2.872 (3) Å is also observed between the nitro and sulfonate groups.
Related literature
For details and applications of aromatic sulfonates, see : Yachi et al. (1989) ; Spungin et al. (1992) ; Jiang et al. (1990) ; Narayanan & Krakow (1983) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). 
Data collection: APEX2 (Bruker, 2009 ); cell refinement: SAINT (Bruker, 2009 ); data reduction: SAINT; program(s) used to solve structure: SHELXTL (Sheldrick, 2008 ); program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL and PLATON (Spek, 2009 
Comment
In recent years, there has been of great interest in the design and utilization of 1,2,4-triazole and its derivatives in coordination and biological chemistry for they represent the simple small molecular ligands. Aromatic sulfonates are used in monitoring the merging of lipids (Yachi et al., 1989) and in many other fields (Spungin et al., 1992; Jiang et al., 1990; Narayanan & Krakow, 1983 ). An X-ray study of the title compound was undertaken in order to determine its crystal and molecular structure owing to the biological importance of its analogues. The molecular structure of the title compound (I).
The asymmetric unit of the title compound, (Fig. 1) , contains a protonated 1,2,4-triazolinium cation, a 4-nitrobenzenesulfonate anion and a water molecule. In the 4-nitrobenzenesulfonate anion, the nitro and sulfonate groups are twisted slightly from the ring to which they are attached with the dihedral angles between the O1/O2/N1 and C1-C6 planes, and the S1/O3/ O5 and C1-C6 planes being 2.8 (3) and 88.85 (13)°, respectively.
In the crystal structure, (Fig. 2) , the ion pairs and water molecules are linked via intermolecular N-H···O, O-H···N, O-H···O and C-H···O hydrogen bonds (Table 1) , forming two-dimensional networks parallel to (100). A short O···N contact of 2.87 Å is also observed. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. C6-C1-C2-C3 1.4 (3) C4-C5-C6-S1 −179.78 (17) C1-C2-C3-C4 −2.0 (3) C1-C6-S1-O4 16.1 (2) C1-C2-C3-N1 177.05 (19) C5-C6-S1-O4 −165.17 (17) O1-N1-C3-C4 −0.7 (3) C1-C6-S1-O3 −104.6 (2) O2-N1-C3-C4 178.5 (2) C5-C6-S1-O3 74.2 (2) O1-N1-C3-C2 −179.8 (2) C1-C6-S1-O5 136.35 (19) O2-N1-C3-C2 −0.6 (3) C5-C6-S1-O5 −44.87 (19) C2-C3-C4-C5
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å
1.1 (3) N4-C7-N2-C8 0.1 (3) N1-C3-C4-C5 −178.02 (19) N3-C8-N2-C7 −0.3 (3) C3-C4-C5-C6 0.5 (3) N2-C8-N3-N4 0.3 (3) C2-C1-C6-C5 0.0 (3) N2-C7-N4-N3 0.0 (3) C2-C1-C6-S1
178.76 (17) C8-N3-N4-C7 −0.2 (2) C4-C5-C6-C1 −1.0 (3) C8-H8A···O1 0.93 2.54 3.186 (4) 126. Symmetry codes: (i) x−1, −y+1/2, z−1/2; (ii) x, −y+1/2, z+1/2; (iii) −x+1, y+1/2, −z+1/2; (iv) x−1, y, z.
Hydrogen-bond geometry (Å, °)

